Model Performance

Model

5-fold CV (75%)
Q2 RMSE

0.72 51.8

Isopropylpropyzamide
80045-52-9 | DTXSID40230046

Data

Weighted KNN model
Training (75%)
R2 RMSE

0.74 50.3

Test (25%)
R2

0.73

RMSE

52.7



Model Results
Predicted value: 113 °C

Global applicability domain: Inside

Local applicability domain index: 4.95e-01

Confidence level: 5.45e-01

Nearest Neighbors from the Training Set

Image not found
Hexanamide, N-phenyl- (9Cl)
Measured: 95.0

Predicted: 109

Image not found
Acetamide, N-(2,6-
dimethylphenyl)-
Measured: 183
Predicted: 138

Image not found

N-(2,4-
Dimethylphenyl)acetamide
Measured: 129
Predicted: 128

Image not found
N-Benzylacetamide
Measured: 61.0
Predicted: 79.7

Image not found
Butanamide, N-phenyl-
Measured: 97.0
Predicted: 122


file:///dashboard/dsstoxdb/results?search=211144
file:///dashboard/dsstoxdb/results?search=44868
file:///dashboard/dsstoxdb/results?search=61544
file:///dashboard/dsstoxdb/results?search=62244
file:///dashboard/dsstoxdb/results?search=52249

	Model Performance
	Weighted KNN model
	Model Results
	Nearest Neighbors from the Training Set

